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Experimental 

Crystal data 

[FeZn(C5H 5 )Cl 2 (C 2 oH 14 N 3 )]-C 2 H 3 N 

M, = 594.61 

Monoclinic, P2Jc 

a = 13.799 (2) A 

b = 12.998 (2) A 

c = 14.594 (2) A 

B = 104.514 (4)° 

Data collection 

Bruker APEX area-detector 
diffractometer 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
T = 0.743, T m „ = 0.844 



Refinement 

R[F 2 > 2a(F 2 )] = 0.050 

wR(F 2 ) = 0.131 

S = 1.02 

4938 reflections 



V = 2534.0 (6) A 3 
Z = 4 

Mo Ka radiation 
ii = 1.75 mm~' 
T = 295 K 

0.18 x 0.14 x 0.10 mm 



12737 measured reflections 
4938 independent reflections 
3301 reflections with / > 2a(I) 
R iM = 0.051 



317 parameters 

H-atom parameters constrained 
A/w = 0.77 e A~ 3 
Apmh>= -0.40 e A~ 3 



The title complex, [FeZn(C5H5)Cl 2 (C 2 oH 14 N3)]-CH 3 CN, is 
composed of one Zn 11 atom, one 4'-ferrocenyl-2,2':6',2"- 
terpyridine (fctpy) ligand, two CI atoms and one acetonitrile 
solvent molecule. The Zn 11 atom is five-coordinated in a 
trigonal-bipyramidal geometry by the tridentate chelating 
fctpy ligand and two CI atoms. 

Related literature 

For 4'-ferrocenyl-2,2':6',2"-terpyridine metal complexes, see: 
Aguado et al. (2005); Constable et al. (1994); Farlow et al. 
(1993); Tang & Kuang (2007); Tang et al. (2009). 




Data collection: SMART (Bruker, 2002); cell refinement: SAINT 
(Bruker, 2002); data reduction: SAINT; program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 

This work was supported by the Science Foundation of 
Hengyang Normal University of China (10B66), the Scientific 
Research Fund of Hunan Provincial Education Department 
(09 K099) and the Science and Technology Foundation of 
Hengyang (2010kj26). 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: JH2301). 
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Dichlorido(4'-ferrocenyl-2,2':6',2"-terpyridine-A: AyV,iV")zinc acetonitrile monosolvate 
S.-P. Tang, Y.-L. Feng and D.-Z. Kuang 

Comment 

4'-Ferrocenyl-2,2':6',2"-terpyridine (fctpy) has rencently been paid more attentions for its good chelating abilities towards 

transition metal ions, such as Au 1 , Ru 11 , Co 11 , Fe 11 , Cu 11 , and Zn^complexes (Aguado et at, 2005; Constable et al, 1994; 
Farlow et al, 1993; Tang & Kuang, 2007; Tang & Kuang et ah, 2009). some of its complexes exhibited interesting electro- 
chemical and luminescent properties. In this work, a new Zn 11 complex of fctpy is here reported. 

In the title complex, the Zn 11 atom is five-coordinated by three N atoms from fctpy ligand and two CI atoms, displaying 
a trigonal bipyramidal geometry with two N atoms of outer pyridine rings of fctpy ligand located at apical sites. The Zn — N 
and Zn— CI bond lengths are in the range of 2.093 (3)— 2.210 (4) and 2.2490 (13)— 2.2672 (14) A, respectively. The angles 
subtended by the terpyridyl ligand are 74.85 (13) and 74.46 (14) °. 

Experimental 

The ligand fctpy was synthesized according to the reported procedure (Farlow et al, 1993). A solution of zinc chloride 
(6.8 mg, 0.05 mmol) and fctpy (21.0 mg, 0.05 mmol) in methanol (10 ml) was stirred for 4 h. The product was filtered off 
and dried. The product was filtered off and dried. The precipitate were recrystallized from acetonitrile (5 ml) to give red 
prism-shaped crystals of the title complex after one week. Yield: 16 mg (53.9%). 

Refinement 

All H-atoms were positioned geometrically and refined using a riding model with d(C — H) = 0.93 A, C/i S0 =1.2C/ e q (C) for 
aromatic; 0.98 A, J7i so = 1.2C/ e q (C) for cyclopentadiene; 0.96 A, U lS0 = 1 . 5 t/ eq (C) for CH3 atoms. 

Figures 



Fig. 1. The molecular structure of the title complex, with displacement ellipsoids drawn at the 
30% probability level, and H atoms as spheres of arbitrary radius. 



Dichlorido(4'-ferrocenyl-2,2 l :6',2"-terpyridine- k N,N',N")z\nc acetonitrile monosolvate 

Crystal data 

[FeZn(C5H 5 )Cl2(C2oH 14 N3)]-C2H3N F(000) = 1208 
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M r = 594.61 D x = 1.559 Mgm 3 

Monoclinic, P2\lc Mo Ka radiation, X = 0.71073 A 

Hall symbol: -P 2ybc Cell parameters from 1833 reflections 

a = 13.799 (2) A 9 = 2.4-21.3° 

/>= 12.998 (2)A n= 1.75 mm" 1 

c= 14.594 (2) A 7=295 K 

(3=104.514(4)° Prism, red 

K= 2534.0 (6) A 3 0.18x0.14x0.10 mm 

Z=4 



Data collection 



Bruker APEX area-detector 
diffractometer 

Radiation source: fine-focus sealed tube 

graphite 

(p and co scans 

Absorption correction: multi-scan 
(SADABS; Sheldrick, 1996) 
r min = 0.743, T max = 0.844 
12737 measured reflections 



4938 independent reflections 

3301 reflections with 7 > 2a(7) 
ic int = 0.051 

6max = 26.0°, 9 m ; n = 2.1° 

6 = -17->15 

£ = -14^16 
/= -13^18 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 2o(F 2 )] = 0.050 
wR{F 2 ) = 0.131 
S= 1.02 

4938 reflections 
317 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
w= l/[o 2 (Fo 2 ) + (0.057LP) 2 ] 
where P = (F 0 2 + 2F 2 )/3 
(A/o) max < 0.001 

Apmax = 0.77 e A~ 3 
Ap min = -0.40eA~ 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

Refinement. Refinement of F 2 against ALL reflections. The weighted ic-factor wR and goodness of fit S are based on F 2 , convention- 
al it-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > o(F 2 ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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Atomic displacement parameters (A 2 ) 
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C25 0.079(3) 0.094(3) 0.045 (3) 0.003 (3) 0.001 (2) -0.012 (3) 

C26 0.077 (4) 0.073 (4) 0.049 (4) -0.007 (3) 0.014 (3) 0.005 (3) 

C27 0.100 (5) 0.073 (5) 0.083 (5) -0.015 (4) 0.003 (4) -0.007(4) 



Geometric parameters (A, °) 
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C23 — C24 — C25 — C2 1 


-0.3 (7) 


ir^n pn^i pnc pni 
r e2 — C24 — C25 — C2 1 


— dU.j (4) 


pm pni pnc co 
C23 — C24 — C25 — r e2 


&(\ "t fA \ 

oU.Z (4) 


pn^i ir..o pnc pn 1 
C24 — r e2 — C25 — C2 1 


ny.u (o) 


pm co pnc pn 1 
C23 — r e2 — C25 — C2 1 


OA £. ( A\ 

oU.o (4) 


pio co pnc pn 1 
C 1 8 — r e2 — C25 — C2 1 


1 C> C\ (H\ 

loz.U (/) 


pnn co pnc pni 
C20 — r e2 — C25 — C2 1 


1 1/Z Z fA \ 

—[Zd.j [4) 


pnn co pnc pni 
C22 — r e2 — C25 — C2 1 


1& O (A \ 

3o.o (4) 


pi/: co pnc pn 1 
C 1 0 — r e2 — C25 — C2 1 


Ol A ( A\ 

— o3.4 (4) 


pn co pnc pn 1 
Cl / — re2 — C25 — C21 


-50.5 (7) 


pm co pnc pn 1 
C19 — re2 — C25 — C21 


i an A t A\ 
— 10/.4 (4) 


pni it ,,o pnc pni 
C21 — r e2 — C25 — C24 


linn / tr\ 
—1 19.0 (0) 


pm co pnc pn^i 
C23 — r e2 — C25 — C24 


no A {A \ 

-38.4 (4) 


pio |- . o pnc pn/i 

C 1 8 — r e2 — C25 — C24 


in n f-\ n\ 

43.0 (10) 


C20— Fe2— C25— C24 


114.5 (4) 


C22— Fe2— C25— C24 


-82.2 (4) 


C16— Fe2— C25— C24 


157.6 (4) 


C17— Fe2— C25— C24 


-169.5 (5) 


C19— Fe2— C25— C24 


73.6 (5) 
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